Towards a density functional treatment of chemical reactions in complex media.
We discuss two techniques involving density functional theory (i.e., ab initio molecular dynamics simulations and frozen density functional theory) which show promise for applications directed towards understanding reactions in complex media. Preliminary results for the simulation of the conformational dynamics of an isolated analogue of alanine dipeptide and for the interaction between F- and H2O are included. These results represent the first steps towards a combined theoretical approach of reactions in complex media.